Key indicators: single-crystal X-ray study; T = 292 K; mean (C-C) = 0.004 Å; R factor = 0.060; wR factor = 0.161; data-to-parameter ratio = 16.5.
Related literature
For the biological activity of pyrazoles, see: Chambers et al. (1985) ; Lee et al. (1989) . Nitrile derivatives are important materials in the synthesis of some heterocyclic molecules (Radl et al., 2000) . For related structures, see: Dai et al. (2008) ; Fu & Zhao (2007) ; Xiao & Zhao (2008a,b,c) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). This work was supported financially by Southeast University for Young Researchers (4007041027).
Dimethyl 1-(4-cyanobenzyl)-1H-pyrazole-3,5-dicarboxylate J. Xiao and H. Zhao Comment Pyrazole-related molecules have attracted considerable attention due to their biological activities (Lee et al., 1989; Chambers et al., 1985) . In addition, the nitrile derivatives are important materials in the synthesis of some heterocyclic molecules (Radl et al., 2000) . Recently, we have reported a few benzonitrile compounds (Dai et al.,2008; Fu et al., 2007; Xiao et al.,2008a Xiao et al., , 2008b Xiao et al., 2008c . As an extension of our work on the structural characterization of the nitrile compounds, the structure of the title compound is reported here. The bond lengths and angles have normal values. The interplanar angle between the pyrazole and cyanobenzyloxy ring planes is 71.74 (17) °. The crystal structure is stabilized by week interactions: C-H···O interactions, C-H···π-electron ring interactions (Tab. 1) and π-π-electron ring stacking interactions (Tab. 2). were dissolved in acetone (10 ml) in the presence of K 2 CO 3 (0.138 mg, 1 mmol) and heated under reflux for 1 day. After the mixture had been cooled to room temperature, the solution was filtered and the solvent removed in vacuum to afford a white precipitate of the title compound. Colourless prisms (average size: 0.8×1.2×1.0 mm) suitable for X-ray diffraction were obtained by slow evaporation in 7 days from a solution of 100 mg of the crude product in 15 ml of diethylether.
Refinement
All the hydrogens were discernible in the difference electron density maps. In the case of the methyl C14 the corresponding triplet of maxima was broad with shallow saddles between them. All the hydrogens were situated into the idealized positions and those of C14 were modelled as disordered with two triplets of the hydrogens with equal occupation rotated by 60° to each other. The hydrogens were treated in the riding mode approximation: C aryl -H, C methylene -H, C methyl -H = 0.93, 097 and 0.96 Å, respectively. U iso (H aryl )=1.2U eq (C aryl ); U iso (H methylene )=1.2U eq (C methylene ); U iso (H methyl )=1.5U eq (C methyl ). Symmetry codes: (iii) -x, -y, -z; (iv) 1-x, -y, 1-z
